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In many publications we read things like ‘agreement between MD/MC/AIMD simulation and 

experimental data is excellent/fair/satisfactory’ (never ‘poor’….). Experience shows that ‘visual 

inspection’ is not really a quantitative measure of the goodness-of-fit when functions related to the 

structure are considered. Ideally, ‘agreement within experimental errors’ (like in RMC modelling) 

would be desirable with a form of measured data that is as close to the experiment itself as possible. 

For this reason, we prefer comparison with experimental total scattering structure factors.   

For a little more than a decade, we have been experimenting with a somewhat cumbersome form of 

a consistency check1,2: we perform Reverse Monte Carlo calculations where total structure factors 

from neutron and X-ray diffraction experiments, as well as partial radial distribution functions from 

MD simulations are applied together as input data. Such a ‘merge’ (realised via the construction of 

large 3D models of the structure) of experiment and simulation is perhaps the most natural way for 

spotting details of the interaction models that are (and that are not!) consistent with experimental 

results. 

In this presentation, some examples will be shown as to how such an approach works. We realise 

that the original papers are pretty old by now. Still, we believe that the issue mentioned in the title is 

important and it is a fact that not much has been done about it since 2008. 
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